Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.052; wR factor = 0.127; data-to-parameter ratio = 17.0.
The title compound, (C 3 H 7 N 6 ) 4 [Ca(C 7 H 3 NO 4 ) 3 ]Á6H 2 O or (tataH) 4 [Ca(pydc) 3 ]Á6H 2 O (where tata is 2,4,6-triamino-1,3,5-triazine and pydcH 2 is pyridine-2,6-dicarboxylic acid), was obtained by reaction of Ca(NO 3 ) 2 Á4H 2 O with the protontransfer compound (tataH) 2 (pydc) in aqueous solution. The [Ca(pydc) 3 ] 4À anion has twofold crystallographic symmetry. It is a nine-coordinate Ca II complex with a distorted tricapped trigonal-prismatic coordination geometry. The structure also contains four tataH + cations and six uncoordinated water molecules. There are extensive O-HÁ Á ÁO, O-HÁ Á ÁN, N-HÁ Á ÁO, N-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds in the crystal structure. 
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Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: SHELXL97.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: OM2249). (Sharif et al., 2007) Aghajani et al., 2006) compounds respectively. For more details and related literature see our recent review article (Aghabozorg, Manteghi et al., 2008) .
The structure of the title compound is shown in Fig.1 
Experimental
The proton-transfer compound, (tataH) 2 (pydc), was prepared by the reaction of pyridine-2,6-dicarboxylic acid (pydcH 2 ) with 2,4,6-triamino-1,3,5-triazine (tata). The reaction between Ca(NO 3 ) 2 .4H 2 O (118 mg, 0.5 mmol) in water (20 ml) and (tataH) 2 (pydc) (420 mg, 1.0 mmol) in water (20 ml), in 1:2 molar ratio gave a colorless compound after slow evaporation of the solvent at the room temperature.
Refinement
The hydrogen atoms of NH groups and also H atoms of water molecule were found in difference Fourier synthesis. The hydrogen atoms of the H(C) atom positions were calculated. All hydrogen atoms were refined in isotropic approximation supplementary materials sup-2 in riding model with the U iso (H) parameters equal to 1.2 U eq (Xi), where U(Xi) the equivalent thermal parameters of the carbon or nitrogen or oxygen atom to which corresponding H atom is bonded. Distances employed in the riding model are, N-H, 0.88 Å; O-H, 0.84 Å; C-H, 0.95 Å.
Figures Fig. 1 . The molecular structure of the title compound, with displacement ellipsoids drawn at the 50% probability level. The anion is located on a 2-fold axis and thus, the asymmetric unit contains one half anion, two cations and three water molecules. 
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